Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.010 Å; R factor = 0.086; wR factor = 0.230; data-to-parameter ratio = 17.3.
Refinement R[F 2 > 2(F 2 )] = 0.086 wR(F 2 ) = 0.230 S = 1.01 4029 reflections 233 parameters 1 restraint H atoms treated by a mixture of independent and constrained refinement Á max = 1.99 e Å À3 Á min = À0.56 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1; Ày; Àz þ 1; (ii) Àx þ 1; Ày; Àz.
Data collection: SMART (Bruker, 2001); cell refinement: SAINT (Bruker, 2001); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL.
Experimental
The title compund was synthesized according to the published procedure (He et al., 2007) . Colourless blocks were obtained by dissolving it (0.5 g) in tetrahydrofuran (20 ml) and evaporating the solvent slowly at room temperature for about 10 d.
Refinement
H atoms were positioned geometrically and refined as riding groups, with C-H = 0.93 Å for aromatic H, and constrained to ride on their parent atoms, with U iso (H) = xU eq (C), where x = 1.2 for aromatic H, and x = 1.5 for other H. The molecular structure of (I), with displacement ellipsoids drawn at the 50% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Computing details
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 1.529 (9) C13-C14 1.382 (9) C3-H3A 0.9700 C13-H13 0.9300 C3-H3B 0.9700 C14-C15 1.385 (9) C4-C5 1.510 (9) C14-H14 0.9300 C4-H4A 0.9700 C15-H15 0.9300 C4-H4B 0.9700 C16-C21 1.378 (9) C5-C6 1.514 (11) C16-C17 1.385 (9) C5-H5A 0.9700 C17-C18 1.357 (11) C5-H5B 0.9700 C17-H17 0.9300 C6-H6A 0.9600 C18-C19 1.370 (12) C6-H6B 0.9600 C18-H18 0.9300 C6-H6C 0.9600 C19-C20 1.387 (10) C7-C9 1.530 (9) C19-H19 0.9300 C7-C8 1.532 (8) C20-C21 1.393 (9) C8-H8A 0.9600 C20-H20 0.9300 C8-H8B 0.9600 C21-H21 0.9300
